. Bond order cut-off values for different atom pairs. BondFrag program uses these values as a default parameter set (can be adjusted by the user) to determine molecular fragments. 
. Bond order cut-off values for different atom pairs. BondFrag program uses these values as a default parameter set (can be adjusted by the user) to determine molecular fragments. Table S -2. Slip systems considered based on minimized systems with 10% compression for (100) shock. Resolved shear stress (RSS), angle of shock plane/slip plane (φ) and angle of shock direction/slip direction (ψ) after minimization of 10% compression under (100) shock. Since no slip systems were observed for (100) shock, the two slip systems with large RSS and good angles (close to 45 degree) marked by asterix were selected for CS-RD simulations. Table 1 show that these two directions lead to very similar CS-RD results. The stress tensor (Pxx, Pyy, Pzz, Pxy, Pyz, Pxz) = (4.14, 1.52, 2.42, 0.01, -0.02, -0.01) GPa is used to calculate RSS. (111) shock. The six slip systems marked by asterix were selected for CS-RD simulations. These six slip system had previously been suggested as possible slip systems. {0-11}/<100> slip system is not selected due to the small RSS although it was suggested by a previous study. The CS-RD finds that the second selected slip system is preferred. The stress tensor (Pxx, Pyy, Pzz, Pxy, Pyz, Pxz) = (7. 01, 5.85, 5.77, 0.83, 0.72, 0.45) (110) shock. The four slip systems marked by asterix were selected for CS-RD simulations. Three of these cases were selected despite a low RSS because they had previously been suggested as possible slip systems at ambient conditions. The CS-RD finds that the second selected slip system is preferred. The stress tensor (Pxx, Pyy, Pzz, Pxy, Pyz, Pxz) = (9.93, 6.00, 4.53, 0.26, 0.02, 0.00 
